Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.040; wR factor = 0.107; data-to-parameter ratio = 13.0.
In the title complex, [Ni(C 11 H 9 ClN 3 O 2 ) 2 ]Á4H 2 O, the Ni atom is coordinated by four N atoms and two O atoms derived from two tridentate 3-chloro-6-(3,5-dimethyl-1H-pyrazol-1-yl)picolinate ligands. The cis-N 4 O 2 donor set defines a distorted octahedral geometry. In the crystal structure, the complex and water molecules are linked by O-HÁ Á ÁO hydrogen bonds.
Related literature
For related literature, see: Yin et al. (2007) ; Zhao et al. (2007) .
Experimental
Crystal data [Ni(C 11 
Data collection
Siemens SMART CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1996) T Table 1 Selected geometric parameters (Å , ). Hydrogen-bond geometry (Å , ). Symmetry codes: (i) x À 1; y; z; (ii) x; y À 1; z; (iii) Àx þ 2; Ày þ 1; Àz þ 1; (iv) Àx þ 1; Ày þ 1; Àz þ 1; (v) x; y; z À 1; (vi) Àx; Ày þ 1; Àz þ 1; (vii) x; y þ 1; z.
Data collection: SMART (Siemens, 1996) ; cell refinement: SAINT (Siemens, 1996) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997a); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997a); molecular graphics: SHELXTL (Sheldrick, 1997b) ; software used to prepare material for publication: SHELXTL.
continuation of these investigations, the crystal structure of the title complex, (I), is described.
In (I), Fig. 1 , the Ni atom is six-coordinated by four N atoms and two O atoms derived from two uninegative tridentate 3-chloro-6-(3,5-dimethyl-1H-pyrazol-1-yl)picolinate ligands. The resultant cis-N 4 O 2 donor set defines an approximate octahedral geometry with the range of the angles around Ni(II) center being 76.82 (9) to 178.42 (10)°. A complex network of O-H···O hydrogen bonds involving the ligand-O and water molecules of crystallization consolidate the crystal structure (Table 1) .
Experimental 6-(3,5-Dimethyl-1H-pyrazol-1-yl)picolinic acid (1 mmol, 250 mg) was dissolved in anhydrous alcohol (15 ml) and stirred until a clear solution resulted. A solution of NiCl 2 ·6H 2 O (0.5 mmol, 113 mg) in anhydrous alcohol (10 ml) was then added.
After keeping the resulting solution in air to evaporate about half of the volume, blue prisms of (I) formed. The crystals were isolated, washed with ethanol three times and dried in a vacuum desiccator using silica gel as the dessicant; yield 75%. Symmetry codes: (i) x−1, y, z; (ii) x, y−1, z; (iii) −x+2, −y+1, −z+1; (iv) −x+1, −y+1, −z+1; (v) x, y, z−1; (vi) −x, −y+1, −z+1; (vii) x, y+1, z.
